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N-(p-Aminobenzoyl)-L-glutamic acid 



Pq Properties Computed from Structure: 2) 
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Hydrogen Bond Acceptor Count: 6 
Rotatable Bond Count: 6 
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NSC 82885 
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Diethyl N-{4-aminobenzoyl)-L-glutamate 
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Molecular Weight: 322.356g/mol 
Molecular Formula: C l6 H 22 N 2 0 5 

XLogP: 1.5 
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Molecular Weight: 570. 5l2g/mol 
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XLogP: -3.3 

Hydrogen Bond Donor Count: 8 
Hydrogen Bond Acceptor Count: 14 
Rotatable Bond Count: 14 
Tautomer Count: 54 
Topological Polar Surface Area: 275 



Descriptors Computed from Structure: (3 



IUPAC Name: (2S)-2-[[(2S)-2-[[4-[(2-amino-4-oxo-lH-pteridin-6-yi)methylamino]benzoyl]amino]-4-carboxy- 
butanoyl]aminojpentanedioic acid 

Canonical SMILES: C1 = CC( = CC=C1C(=0)NC(CCC( = 0)0)C(^0)NC(CCC(=0)0)C(=0)0)NCC2 = CN=C3C( = N2)C 
(=0)N=C(N3)N 

Isomeric SMILES: CI =CC(= r CC=ClC( = 0)N[C@@H](CCC(=0)0)C(=0)N[C@@H](CCC(=0)0)C( = 0)0) 



http://pubchem.ncbi.nlm.nih.gov/summary /summary.cgi?cid=3080631 



6/25/07 



CID 3080631 - PubChem Compound Summary 



Page 3 of 3 



NCC2=CN = C3C(=N2)C(=0)N=C(N3)N 

InChI: InChI = l/C24H26N8O9/c25-24-3l-l9-l8(22(39)32-24)28-l3(10-27-19)9-26-l2-3-l-ll(2-4-12)20(37)29- 
14(5-7-16(33)34)21 (38)30-1 5(23(40)41)6-8- 17(35)36/hl-4, 10, 14-15, 26H,5-9H2,(H,29,37)(H,30,38)(H, 33,34) 
(H,35,36)(H,40,41)(H3,25,27 ( 31 f 32,39)/tl4- f l5-/m0/sl/f/h29-31,33,35,40H,25H2 CD 



p Substance Category: CD 
Toxicology: 1 Link 



1 Display 1 



Save 



Display 
Save 



SDF 



Display 
Save 



I Write to Helpdesk I Disclaimer | Privacy statement | Accessibility | 



http://pubchem. ncbi.nlm.nih.gov/summary/summary. cgi?cid— 308063 1 



6/25/07 



CID 169691 - PubChem Compound Summary 



Page I of 3 




PubChem 

PubMed j Entrez j Structur 



information on biological activities 
ot small molecules 



Compound Summary: 



GenBank | PubChem | Help !| 



Search | PubChem Compound v| 



n fT N ^N" 
H H 




9} CID: 169691 © 3 

NLM Toxicology: Link (3 
. j|* Substance: 1 Link H) 

Simitar Compounds: 2 Links (3 
Structure Search © 
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Qq Medical Subject Annotations: (Total:l) 5) 
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^1 PubMed via MeSH 



Qq Depositor-Supplied Synonyms: (Total: 4) 0 



Sort: |WeiQht jj 

Pteglu6 © 

Hexaglutamate folate * 
35409-55-3 <> 

L-Glutamic acid, N-(N-(N-(N-(N-(N-(4-(((2-amino-l,4-dlhydro-4-oxo i 6-pteridinyl)methyl)amino)benzoyl)-L- 
gamma-glutamyl)-L-gamma-giutamyl)-L-gamma-glutamyl)-L-gamma-glutamyl)-L-gamma-glutamyl)- 



°q Properties Computed from Structure: © 

Molecular Weight: lOS6.97g/mol 
Molecular Formula: C 44 H 54 N 12 0 2l 

XLogP: -15.5 

Hydrogen Bond Donor Count: 14 
Hydrogen Bond Acceptor Count: 31 
Rotatable Bond Count: 34 
Tautomer Count: 108 
Topological Polar Surface Area: 591 



Descriptors Computed from Structure: (3 

IUPAC Name: (2S,7R,1 1S)-2,1 1 -diamino-6-[{4S)-4-amino-4-carboxy-butanoyl]-7-[[(4S)-4-amino-4-carboxy- 
butanoylJ-[4-[(2-amino-4 -oxo-l H-pteridin-6-yl)methylamino]benzoyl]aminoj-7-[(4S)-4-amino-4-carboxy-butanoyl] 
oxycarbonyl-6-(carboxymethyl)-5,8-dioxo-dodecanediolc acid 

Canonical SMILES: Cl = CC(=CC=ClC(=O)N(C(=0)CCC(C( = 0)0)N)C(C( = 0)CCC(C(=0)0)N)(C(=0)0C(=0)CCC(C 
(=O)O)N)C(CC(=O)0)(C(=O)CCC(C( = 0)O)N)C(^0)CCC(C( = O)O)N)NCC2=CN=C3C(=N2)C(=O)N=C(N3)N 
Isomeric SMILES: C1=CC(=CC=C1C( = 0)N(C(=0)CC[C@@H](C(=0)0)N)(C@J(C(=0)CC[C@@H](C( = 0)0)N)(C 
(=0)0C(=0)CC[C@@H](C(=O)0)N)C(CC(=0)0)(C(=O)CC[C@@H](C(-0)O)N)C( = 0)CC[C@@H](C(-0)O)N) 
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NCC2=CN = C3C( = N2)C{=0}N = C(N3)N 

InChI: InChI*l/C44H54Nl2O2l/c45-21(36(66)67)5-l0-26(57)43(15-30(6l)62,27(58)l 1-6-22(46)37(68)69)44 
(28(59)12-7-23(47)38(70)71,41(76)77-31(63)14-9-25(49)40(74)75)56(29(60)13-8-24(48)39(72)73)35(65)18-1- 
3-19(4-2-18)5l-l6-20-l7-52-33-32(53-20)34(64)55-42(50)54-33/hl-4,17,2l-25,5lH,5-l6,45-49H2,(H,61,62) 
(H,66 > 67)(H ( 68,69)(H,70,71)(H,72,73)(H ) 74,75)(H3 / 50 / 52,54.55 > 64)/t21- / 22-,23-,24-,25- 
,44+/m0/sl/f/h54,6l ( 66 / 68,70 f 72,74H,5OH2 0 
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Toxicology: 1 Link 
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NLM Toxicology; Link CS 
(|j Substance: 1 Link GD 

Similar Compounds: 15 Links CD 
<H Structure Search (3 



Mesh """I Synonyms |[~ Properties | ["""Descriptors || Category | j Exports 



^3 Medical Subject Annotations: (Total: 1) © 
triglutamate folate 
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($1 PubMed via MeSH 



Depositor-Supplied Synonyms: (Total: 7) © 



Sort: (Weight fc] 

Pteglu3 * 

Triglutamate folate ♦ 
29701-38-0 ^ 
39555-44-7 
54429-91-3 
57361-59-8 

L-Glutamic acid, N-(N-(N-(N-(4-(((2-amino-l,4-dihydro-4-oxo-6-pteridinyl)methyl)amino)benzoyl)-L-gamma- 
glutamyl)-L-gamma-glutamyl)-L-gamma-glutamyl)- 



Properties Computed from Structure: 0 
Molecular Weight: 828.74g/mol 



XLogP: -8.7 

Hydrogen Bond Donor Count: 10 
Hydrogen Bond Acceptor Count: 23 
Rotatable Bond Count: 24 
Tautomer Count: 36 
Topological Polar Surface Area: 430 



®q Descriptors Computed from Structure: © 



I UP AC Name: (2S ( 6R)-2-amino-6-| [(4S)-4-amino-4-carboxy~butanoyl]-[4-[(2-amino-4-oxo-lH-pteridin-6-yl) 
methylamino]benzoy0amino]-6-[(4S)-4-amino-4-carboxy-butanoyl]oxycarbonyl-5-oxo-nonanedioic acid 
Canonical SMILES: Cl^CC( = CC=ClC(=0)N(C(=0)CCC(C( = 0)0)N)C(CCC(=0)0)(C( = 0)CCC(C( = 0)0)N)C(=0)OC 
(=0)CCC(C(=0)0)N)NCC2=CN=C3C( = N2)C(=0)N=C(N3)N 
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Isomeric SMILES: Cl = CC(=CC=ClC( = 0)N(C(=0)CC[C@@H](C(=0)0)N)[C@](CCC(=0)0)(C(=0)CC[C@@H3(C 
(=0)0)N)C{ = O)0C(=O)CCfC@@H](C( = O)O)N)NCC2=CN=C3C( = N2)C{=0)N^C(N3)N 

InChI: lnChl = l/C34H40Nl0Ol5/c35-18(29(52)53)5-8-2l(45)34(l2-ll-23(47)48 / 32(58)59-24(49)10-7-20(37)3l 
(56)57)44(22(46)9-6-19(36)30(54)55)28(51)15-1-3-16(4-2-15)39-13-17-14-40-26-25(41-17)27(50)43-33(38)42- 
26/hl-4,14 / 18-20 > 39H l 5-l3 l 35-37H2,(H f 47,48)(H / 52 > 53)(H,54,55)(H f 56,57)(H3,38 f 40,42,43,50)/tl8- ( 19- / 20- 
^4+/m0/sl/f/h42,47,52,54,56H,38H2 0 
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